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chain nodes : 

1 3 4 5 6 7 8 17 21 22 23 25 26 27 28 29 30 31 32 33 34 35 36 37 
38 39 40 41 42 43 44 45 46 47 48 50 51 52 53 68 69 71 72 73 74 78 
79 80 81 82 83 87 

ring nodes : 

9 10 11 12 13 14 62 63 64 65 66 67 
ring/chain nodes : 

2 15 
chain bonds : 

1-3 1-4 2-78 3-87 5-21 6-7 6-8 6-15 22-71 22-23 25-26 26-27 28-29 28-30 
31-32 32-33 34-35 34-36 37-39 38-39 39-40 41-42 42-43 42-44 45-47 46-47 47-48 
50-52 51-52 52-53 63-68 66-67 68-69 72-73 72-74 79-80 79-81 80-82 81-83 
ring/ chain bonds : 
1-2 

ring bonds : 

9-10 9-14 10-11 11-12 12-13 13-14 62-63 62-66 63-64 64-65 65-66 
exact/norm bonds : 

1-2 1-3 1-4 2-78 3-87 5-21 6-7 6-8 6-15 22-71 22-23 25-26 26-27 28-29 28-30 
31-32 32-33 34-35 34-36 37-39 38-39 39-40 41-42 42-43 42-44 45-47 46-47 47-48 
50-52 51-52 52-53 62-63 62-66 63-64 63-68 64-65 65-66 66-67 68-69 72-73 72-74 
79-80 79-81 80-82 81-83 
normalized bonds : 

9-10 9-14 10-11 11-12 12-13 13-14 



Gl: [*1] , [*2] , [*3] 



02:0,8 



GQ-1 [*4*) , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] 



G4: [*12] , [*13] 
G5: [*14] # [*15] 
Match level : 

1: CLASS 2: CLASS 3 : CLASS 4 : CLASS 5: CLASS 6 : CLASS 7 : CLASS 8: CLASS 9: Atom 10: Atom 
11: Atom 12:Atom 13 : Atom 14 : Atom 15:CLASS 17:CLASS 21: CLASS 22:CLASS 23:CLASS 
25: CLASS 26: CLASS 27: CLASS 28: CLASS 29: CLASS 30: CLASS 31: CLASS 32: CLASS 33: CLASS 
34:CLASS 35:CLASS 36:CLASS 37:CLASS 38:CLASS 39:CLASS 40:CLASS 41: CLASS 42:CLASS 
43: CLASS 44: CLASS 45: CLASS 46: CLASS 47: CLASS 48: CLASS 50: CLASS 51: CLASS 52: CLASS 
53:CLASS 62:Atom 63:Atom 64:Atom 65 : Atom 66:Atom 67:Atom 68:CLASS 69:CLASS 
71: CLASS 72: CLASS 73: CLASS 74: CLASS 78: CLASS 79: CLASS 80: CLASS 81: CLASS 82: CLASS 
83: CLASS 87: CLASS 



C : \Program Files\Stnexp\Queries\10_821631\kri-m. str 




o-4 - 1 



CN@ 



13 



12 



14 



15 



0@ 



10 



N e 9 



11 



,.80. 



82" 



*12 



11 



I I 



10. 



! . 1 



8— -.48 

/ 

/ 

/ 

15 



83 



21 



23-.^ 



.14 



178 



74^ 

12 ' 7J 

78 

/ 

/ 

/ 

2 
i 

» 
i 
i 

i 4 

i 
i 
i 
i 

i 4 > — 87 



69- -68 



13 



64 --65 
/ • 

63 ^66 

"*62 ^ 



67 



"-22^ 



,81 



15 71 



3-3 8 

I 
I 

39 38 

i 

40 



?« 9 

i 

4 2 43 

i 

44 



0 

46 



4 7- 

i 
i 

45 



e i5 



2 6- 



58- 



-27 

-30 



29 



32 33 

7 



-4 8 



34 @ - 

36 

t 
t 

52- 
i 

i 

51 



-35 



-53 



chain nodes : 

12345678 17 

37 38 39 40 41 42 43 

78 79 80 81 82 83 87 
ring nodes : 

9 10 11 12 13 14 62 
ring/chain nodes : 

15 

chain bonds : 

1-2 1-3 1-4 2-78 3-87 

31-32 32-33 34-35 34-36 

50-52 51-52 52-53 63-68 
ring bonds : 

9-10 9-14 10-11 11-12 12-13 13-14 62-63 62-66 63-64 64-65 65-66 
exact/norm bonds : 



1-2 1 


-3 


1-4 


2 


-78 


3-87 


5-21 6 


-7 


6-8 


6 


-15 


22 


-71 


22 


-23 


25 


-26 


26 


-27 


28 


-29 


28 


-30 


31-32 


32 


-33 


34 


-35 


34-36 


37-39 


38 


-39 


39 


-40 


41 


-42 


42 


-43 


42 


-44 


45 


-47 


46 


-47 


47 


-48 


50-52 


51 


-52 


52 


-53 


62-63 


62-66 


63 


-64 


63 


-68 


64 


-65 


65 


-66 


66 


-67 


68 


-69 


72 


-73 


72 


-74 



79-80 79-81 80-82 81-83 
normalized bonds : 

9-10 9-14 10-11 11-12 12-13 13-14 



21 22 23 25 26 27 28 29 30 31 32 33 34 35 36 
44 45 46 47 48 50 51 52 53 68 69 71 72 73 74 



63 64 65 66 67 



5-21 6-7 6-8 6-15 22-71 22-23 25-26 26-27 28-29 28-30 
37-39 38-39 39-40 41-42 42-43 42-44 45-47 46-47 47-48 
66-67 68-69 72-73 72-74 79-80 79-81 80-82 81-83 



Gl: [*1] , [*2] , [*3] 
G2:0,S 



G3: [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] 



G4: f*12]7[*13] 



G5: [*14] , [*15] 



Match level 
1 : Atom 
11: Atom 
25 : Atom 
35: Atom 
44 : Atom 
62 : Atom 
72 : CLASS 
87: CLASS 



2: Atom 3: Atom 4: Atom 5: CLASS 6: Atom 7: CLASS 8 : CLASS 9: Atom 10: Atom 

12: Atom 13: Atom 14 : Atom 15: CLASS 17: CLASS 21: CLASS 22: CLASS 23: CLASS 

26: Atom 27: Atom 28:Atom 29:Atom 30:Atom 31: Atom 32: Atom 33: Atom 34: Atom 
36:Atom 37: Atom 38:CLASS 39:CLASS 40: Atom 41: Atom 42:CLASS 43:CLASS 
45:Atom 46:Atom 47:CLASS 48:CLASS 50:CLASS 51: Atom 52:Atom 53:Atom 

63:Atom 64:Atom 65:Atom 66:Atom 67:Atom 68:CLASS 69:Atom 71: CLASS 
73: CLASS 74: CLASS 



78: CLASS 79: CLASS 80: CLASS 81: CLASS 82: CLASS 83: CLASS 



